LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BN@16638.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.512 44 47 63 rVB 25761 62268 22.31% 1.349%
2 3.834 78 82 88 rBV 6631 14318 5.13% 0.310%
3 4.249 124 127 129 rBV 4460 6939 2.49% 0.150%
4 4.821 186 189 197 rVB 78274 152144 54.50%  3.296%
5 5.051 210 214 220 rBV 5565 13488 4.83% 0.292%
6 5.273 235 238 249 rVB 22106 47049 16.85% 1.019%
7 5.752 287 290 299 rVB2 4552 10973 3.93% 0.238%
8 6.656 384 388 391 rBV2 6475 12626 4.52% 0.273%
9 6.831 403 407 421 rVB 22934 46562 16.68% 1.009%
10 7.246 449 452 460 rVB2 6688 18971 6.80% 0.411%
11 7.643 490 495 499 rBV 58933 109313 39.16% 2.368%
12 7.707 499 502 506 rVB 5412 8455 3.03% 0.183%
13 7.864 516 519 523 rBV 7204 14138 5.06% 0.306%
14 7.938 523 527 533 rVB 70566 121311 43.46% 2.628%
15 8.177 549 553 559 rVB2 3643 8812 3.16% ©0.191%
16 8.3066 565 567 569 rVB 9334 9165 3.28% 0.199%
17 8.455 574 579 580 rVv2 1903 4857 1.74%  0.105%
18 8.493 580 582 586 rvVB2 2564 4962 1.78% 0.107%
19 8.785 602 605 610 rVB 28566 52355 18.75% 1.134%
20 8.949 616 618 622 rVB 5819 9382 3.36% 0.203%
21 9.342 646 649 658 rvB2 1859 5138 1.84% 0.111%
22 9.824 684 687 691 rVB2 2155 4312 1.54% 0.093%
23 9.951 692 697 703 rBV6 962 4363 1.56% 0.095%
24 10.065 703 706 713 rBV2 4720 11805 4.23% 0.256%
25 10.191 713 716 720 rBV 147789 276506 99.05% 5.989%
26 10.407 729 733 736 rBV 114768 198130 70.97% 4.292%
27 10.457 736 737 739 rW 7832 9970 3.57% 0.216%
28 10.508 739 741 745 rVB 5856 10068 3.61% 0.218%
29 10.774 759 762 764 rBV 3141 6372 2.28% 0.138%
30 11.205 794 796 802 rVB2 1868 3825 1.37% 0.083%
31 12.003 921 931 941 rBV2 48696 78827 28.24% 1.707%
32 12.078 941 948 962 rvVB 5358 8663 3.10% 0.188%
33 12.296 987 997 1009 rVB 4822 7879 2.82% 0.171%
34 12.619 1050 1053 1059 rVB 2016 4042 1.45% ©0.088%
35 12.899 1071 1075 1078 rBV2 83669 158302 56.71% 3.429%
36 13.178 1094 1097 1104 rBV2 18818 39923 14.30% 0.865%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016638.D

Acqg On : 01 Oct 2021 16:32 Instrument :
Operator : CG/JU BNA_N

Sample : M4e20-16 ClientSampleld :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.584 1127 1129 1132 rBV 3038 4986 1.79% ©.108%
38 13.990 1158 1161 1163 rBV 3430 5391 1.93% 0.117%
39 14.142 1169 1173 1180 rVB3 2836 7314 2.62% 0.158%
40 14.269 1180 1183 1186 rBV 143400 210426 75.38% 4.558%
41 14.345 1186 1189 1192 rVV3 4620 11083 3.97%  ©0.240%
42 14.434 1193 1196 1199 rVWV 7350 10629 3.81% 0.230%
43 14.523 1199 1203 1206 rVv3 6864 15191 5.44% 0.329%
44 14.599 1206 1209 1212 rVB 4492 7029 2.52% ©0.152%
45 14.751 1219 1221 1223 rBV 3443 4944  1.77% 0.107%
46 14.814 1223 1226 1229 rVB2 2054 4761 1.71% ©.10e3%
47 14.891 1229 1232 1235 rBV2 2806 6056 2.17% ©0.131%
48 15.106 1243 1249 1251 rVB3 2347 5701 2.04% ©.123%
49 15.322 1263 1266 1268 rBV3 4705 8343 2.99% 0.181%
50 15.639 1287 1291 1295 rBV3 3428 10249 3.67% 0.222%
51 15.715 1295 1297 1299 rW 10663 20140  7.21% 0.436%
52 15.766 1299 1301 1305 rVwv2 13652 23639 8.47% 0.512%
53 15.855 1305 1308 1311 rVB3 2231 4581 1.64% 0.099%
54 16.007 1317 1320 1322 rVB 28512 34263 12.27% 0.742%
55 16.835 1386 1388 1394 rVB 4498 8310 2.98% ©.180%
56 17.018 1400 1403 1405 rBV 107083 170502 61.08% 3.693%
57 17.066 1405 1407 1410 rW 27459 39527 14.16% 0.856%
58 17.152 1411 1414 1417 rVB 5019 9117 3.27% ©.197%
59 17.225 1417 1420 1425 rBV 5120 12897 4.62% 0.279%
60 17.431 1434 1437 1443 rVB2 2641 4604 1.65% 0.100%
61 17.784 1463 1466 1474 rVB 7125 14254 5.11% ©0.309%
62 17.955 1474 1480 1483 rBV2 8812 21483 7.70%  0.465%
63 18.909 1661 1665 1674 rVB 8785 11931 4.27% 0.258%
64 19.063 1688 1696 1700 rBV 105913 152039 54.46%  3.293%
65 19.098 1700 1703 1713 rVB 64799 79190 28.37% 1.715%
66 19.242 1728 1732 1745 rBV2 6427 9766 3.50% 0.212%
67 19.460 1767 1776 1788 rBV 61129 85303 30.56% 1.848%
68 19.679 1814 1820 1836 rVB 87773 114286 40.94% 2.476%
69 19.783 1837 1841 1847 rBV 3553 4818 1.73% 0.104%
70 20.006 1884 1886 1888 rBV 8961 10662 3.82% 0.231%
71 20.378 1918 1921 1924 rBV 88499 102947 36.88% 2.230%
72 20.537 1934 1936 1940 rVB 7650 11226 4.02% 0.243%
73 20.718 1951 1953 1957 rBV4 2914 6529 2.34% 0.141%
74 20.803 1960 1961 1963 rBV 2828 3760 1.35% ©.081%
75 20.866 1965 1967 1970 rVB2 11571 18878 6.76% 0.409%
76 20.920 1970 1972 1973 rBV 3554 4694 1.68% 0.102%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 20.973 1974 1977 1984 rVB3 30508 60314 21.61% 1.306%
78 21.174 1993 1996 1998 rBV2 27432 52822 18.92% 1.144%
79 21.228 1998 2001 2004 rVV2 153558 273301 97.90% 5.920%
80 21.270 2004 2005 2011 rVB 36998 35558 12.74% 0.770%
81 21.684 2042 2044 2047 rVB 6357 9610 3.44% 0.208%
82 21.748 2047 2050 2052 rBV 6083 11071 3.97% 0.240%
83 21.875 2057 2062 2065 rBvV2 186688 279159 100.00% 6.047%
84 22.003 2071 2074 2077 rBV 119198 159497 57.13% 3.455%
85 22.067 2077 2080 2081 rVV 21695 33311 11.93% 0.722%
86 22.109 2081 2084 2088 rVB2 81680 113541 40.67% 2.459%
87 22.311 2100 2103 2109 rVvVv2 24996 63413 22.72% 1.374%
88 22.396 2109 2111 2113 rVB 12878 13140 4.71% 0.285%
89 22.807 2220 2229 2235 rBV 25528 50231 17.99% 1.088%
990 22.896 2249 2255 2270 rVB 12453 22973 8.23% 0.498%
91 22.978 2273 2279 2298 rVB3 7713 14762 5.29% 0.320%
92 23.286 2360 2369 2384 rVB2 16119 29861 10.70% 0.647%
93 23.382 2388 2397 2414 rVV2 19036 38926 13.94% 0.843%
94 23.481 2415 2426 2434 rVWV 111764 216223 77.46% 4.684%
95 23.529 2434 2440 2465 rVB 79065 154138 55.22% 3.339%
96 24.084 2595 2602 2616 rVB 8087 15234 5.46% 0.330%
97 24.176 2619 2629 2652 rBV 18076 49480 17.72% 1.072%
98 25.473 2997 3008 3013 rBV3 1840 4237 1.52% 0.092%
99 25.761 3077 3092 3118 rVB3 12341 38245 13.70% 0.828%
100 26.459 3280 3296 3326 rBV 9498 29966 10.73% 0.649%

Sum of corrected areas: 4616675
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Oct 2021 16:32
: CG/JU
: M4020-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16638.D

S-821-N-SO-1-1.5-093021

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance
200000

150000

100000

50000

TIC: BN016638.D\data.ms

10.191

10.407

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’\\\’\\\\’\\\\’\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN016638.D\data.ms
200000
150000 14.269
17.018 19.063
100000
12.899
50000 2.003
12.A282962.619
o e e T T T T T T T T e T e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN016638.D\data.ms
200000 21.875
21.228
150000
2p.003
23.481
100000
50000
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24,50 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Guanidine, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.512 0.23 ng 62268 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine, methyl- 73 C2H7N3 000471-29-4 4
2 Hydrogen isocyanate 43 CHNO 000075-13-8 3
3 Hydrogen azide 43 HN3 007782-79-8 3
4 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 3
5 Isobutane 58 C4H1e 000075-28-5 3
Abundance  Scan 47 (3.512 min): BN016638.D\data.ms (-44) (-) m/z 43.00 100.00%
43.0
5000 L
T
‘ 580 74 3.20 3.40 3.60 3.80
bbb 880 1120 /7 44,00 29.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #823: Guanidine, methyl-
300 430
73.0
5000 L LA DL B B R
3.20 3.40 3.60 3.80
1710 ‘ 57.0 ‘ m/z 42.00 16.44%
O\\\‘\\H‘\‘\\\‘\‘H\\“!\‘\\‘\\H‘i‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #76: Hydrogen isocyanate
43.0
T
3.20 3.40 3.60 3.80
5000 m/z 58.00 3.86%
15.0 29‘-0 ‘ \VK/R\‘
0 m‘H‘HWmHH‘mwm‘_HWww_ww_w
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #77: Hydrogen azide R
43.0 3.20 3.40 3.60 3.80
m/z 74.00 0.29%
5000{ 15.0
28.0
0 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Acetic acid, methyl ester Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.834 0.05 ng 14318 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, methyl ester 74 C3H602 000079-20-9 5
2 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 4
3 Hydrogen isocyanate 43 CHNO 000075-13-8 4
4 Isobutane 58 C4Hie 000075-28-5 4
5 Tetramethylammonium acetate 133 C6H15NO2 010581-12-1 4
Abundance  Scan 82 (3.834 min): BN016638.D\data.ms (-78) (-) m/z 43.00 100.00%
43.0
5000 M
74.0 A REmae S E e
3.60 3.80 4.00 4.20
O b 99015200 nyz 42.00  30.01%
miz-> 20 40 60 80 100 120 140
Abundance #946: Acetic acid, methyl ester
43.0
5000 LB L L L L B R
3.60 3.80 4.00 4.20
74.0 m/z 74.00  20.35%
15.0 |
O\\\‘\‘\\“\\‘}‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #988: 1-Propanol, 2-methyl-
43.0
A REmae S E e
3.60 3.80 4.00 4.20
5000 m/z 71.00 6.91%
74.0
omlﬁ"Q:‘w‘w“M‘Hu_m_m_m_m
miz--> 20 40 60 80 100 120 140
Abundance #74: Hydrogen isocyanate T T T
43.0 3.60 3.80 4.00 4.20
m/z 44.00 3.60%
- Lﬂ
150 ‘
ot — e TS
m/z--> 20 40 60 80 100 120 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.56 ng 152144  1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 Ethene, methoxy- 58 C3H60 000107-25-5 3
4 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3
5 Hydrogen isocyanate 43 CHNO 000075-13-8 2
Abundance Scan 189 (4.821 min): BN016638.D\data.ms (-186) (-) m/z 43.00 100.00%
43.0
> i
R R RS Rt
57'0 4.40 4.60 4.80 5.00 5.20
bbb S 2990 120 myz 58,00 16.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #265: Butane
43.0
5000 B AL NLBLELEN B B
29.0 4.40 4.60 4.80 5.00 5.20
58.0 m/z 42.00 4.74%
15.0 | ‘ |
OH\‘\\‘\\‘HH‘\H}f\\‘\\i\\\‘\‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #241: Acetone
43.0
R A RAARE R
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.42%
58.0
15.0
9.0 |
Ot gt b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #255: Ethene, methoxy- R A RAARE R
15.0 4.40 4.60 4.80 5.00 5.20
58.0 o
280 43.0 m/z 71.00 0.26%
- W\MMJ\%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Isobutane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.051 0.05 ng 13488 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 4
2 Butane 58 C4Hie 000106-97-8 3
3 Methoxyacetonitrile 71 C3H5NO 001738-36-9 2
4 Hydrogen isocyanate 43 CHNO 000075-13-8 2
5 Hydrogen azide 43 HN3 007782-79-8 2
Abundance Scan 214 (5.051 min): BN016638.D\data.ms (-210) (-) m/z 43.00 100.00%
3.0
2 L
O AL mat e e
710 4.80 5.00 5.20 5.40
0t e e e 22 m/z 58.08  5.82%
miz--> 0O 20 40 60 80 100 120 140
Abundance #269: Isobutane
43.0
5000 LA L B L L BB
4.80 5.00 5.20 5.40
m/z 42.00 5.42%
15.0 ‘ ‘
O\‘\\\‘\‘\‘”\\“i}\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #264: Butane
43.0
e ARARmmmEEEES
4.80 5.00 5.20 5.40
5000 m/z 71.00 3.57%
15.0 ‘ ‘
0 “Hw““ HUmu“HH‘HH‘HH‘HH‘HH
miz--> 0 20 0 60 80 100 120 140
Abundance #681: Methoxyacetonitrile R RRRE A RammaE
41.0 4.80 5.00 5.20 5.40
m/z 44.00 2.92%
70.0
OWJ e
m/z--> 0 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,2-Ethanediamine, N-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.246 0.07 ng 18971 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediamine, N-methyl- 74 C3H1ON2 000109-81-9 5
2 Butane 58 C4H10 000106-97-8 4
3 Ethylene oxide 44 C2H40 000075-21-8 4
4 Acetaldehyde 44 C2H40 000075-07-0 4
5 Propane 44 C3H8 000074-98-6 3
Abundance Scan 452 (7.246 min): BN016638.D\data.ms (-449) (-) m/z 43.00 100.00%
I JMJLA\J\
5000
AR A RERma R
| 58.0 74.0 7.00 7.20 7.40 7.60
O e e b e M/Z 44,00 52.58%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #915: 1,2-Ethanediamine, N-methyl-
44.0
5000 LA L L L B LI B
7.00 7.20 7.40 7.60
30.0 m/z 42.00 13.35%
. 50 | || seo ™0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #264: Butane
43.0
AR A RERma R
7.00 7.20 7.40 7.60
5000 29.0 m/z 58.00 7.95%
15.0 58.0 w
0 ““279“m“"H!“mMh“wm‘mWm‘mwm‘u
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #84: Ethylene oxide R RmE
29.0 7.00 7.20 7.40 7.60
44.0 m/z 74.00  6.41%
15.0
5000
0"w“u‘wlw‘wwiu‘wluu‘u‘w“H‘H‘w“u‘u‘w“ T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Acetone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.864 0.05 ng 14138 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetone 58 C3H60 000067-64-1 7
2 Butane 58 C4H10 000106-97-8 4
3 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 4

4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 4
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 4

Abundance Scan 519 (7.864 min): BN016638.D\data.ms (-516) (-) m/z 43.00 100.00%

43.0 71.0
5000
e EARRaEEEsS S
93.0 7.60 7.80 8.00 8.20
ol e L B0 7 71,00 98.72%
miz--> 0 20 40 60 80 100 120
Abundance #237: Acetone
43.0
5000 TI T[T T [ T i rirT
15.0 7.60 7.80 8.00 8.20
58.0 m/z 58.00 16.14%
O\‘\\\“\‘\H“\\““1\\\‘\\\\‘\\\\’\\\\‘\\\
miz--> 0 20 40 60 80 100 120
Abundance #262: Butane
43.0
e EARRaEEES S
7.60 7.80 8.00 8.20
m/z 93.00 10.31%
5000 270
58.0
obt20 M S
miz--> 0 20 40 60 80 100 120
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- R e RN EEEEE R
43.0 7.60 7.80 8.00 8.20
71.0 ITI/Z 99.00 6.59%
h M
27,0 ‘ 98.0
0l bl lle L 1260 —
m/z--> 0 20 40 60 80 100 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Butane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.938 0.44 ng 121311 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 1-Hexene, 3,4,5-trimethyl- 126 CO9H18 056728-10-0 4
4 2-Propenamide 71 C3H5NO 000079-06-1 3
5 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 3
Abundance Scan 527 (7.938 min): BN016638.D\data.ms (-523) (-) m/z 43.00 100.00%
3.0
5000 71.0
93.0
e EARAREEES S
7.60 7.80 8.00 8.20
112.0
0 ‘_HWm‘mH‘mwm“_m_““1‘5‘9-9‘ m/z 71.00  46.82%
miz--> 0O 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 T[T T T Tt
7.60 7.80 8.00 8.20
m/z 93.00 31.82%
o | )]
O\‘\\\‘\‘\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #237: Acetone
43.0
BEERREEREES ey s
7.60 7.80 8.00 8.20
5000 m/z 95.00 15.07%
15.0
0 y
miz--> 0O 20 40 60 80 100 120 140
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- R e N EEa s
43.0 7.60 7.80 8.00 8.20
71.0 m/z 58.00 14.58%
5000
‘ 98.0
ol 250 AL bl L 1260 S——
m/z--> 0 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 3H-1,2,4-Triazole-3-thione,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.56 ng 276506 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 5

2 Propane, 1l-isothiocyanato- 101 C4H7NS 000628-30-8 5

3 Morpholine, 2,5,5-trimethyl- 129 C7H15NO 1000460-73-8 5
4 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 5

5 4-Methyl-1,2,5-oxadiazol-3-amine 99 C3H5N30 1000411-31-0 5

Abundance Scan 716 (10.191 min): BN016638.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
42.0
5000 77.0
R
| | 1290 925 0 9.8010.0010.2010.40 .
O b e e e m/z 42.00 56.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4505: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101.0
42.0
5000 [T [ rrrrprirrpot
9.8010.0010.2010.40
74.0 m/z 77.00 39.01%
O\\\‘\\\‘\‘ \\\‘H‘\\”\‘\‘\\\\‘”\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4552: Propane, l-isothiocyanato-
43.0 101.0
BEARNERRREEEEEEEEEEE Y
720 9.8010.0010.2010.40
5000 m/z 99.00 7.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14875: Morpholine, 2,5,5-trimethyl- BRABARERRAEEEEEEEEEE Y
42.0 9.8010.0010.2010.40
m/z 54.00 6.56%
5000
84.0
15.0 ‘H H 129.0
0 HL“‘1“”‘1‘1”“‘”1“”H“‘m“‘H‘H“H“Hu‘mmm‘m‘ BRI AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.8010.0010.2010.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Vanillin Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.178 0.08 ng 39923  Acenaphthene-die 14.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Vanillin 152 C8H803 000121-33-

2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-

3 3-Amino-2-methylbenzoic acid 151 C8HINO2 052130-17-

4 Furane-2-carboxaldehyde, iminose... 152 C6H8N40 004353-50-
5 4-Amino-2,1,3-benzothiadiazole 151 C6H5N3S 000767-64-

oo wowuw
A pPuo

Abundance Scan 1097 (13.178 min): BN016638.D\data.ms (-1094) (- m/z 151.00 100.00%

151.0
5000
IzJao\ls‘omszmuo B
51.0 105.0 . . . .
0 2040 3300 nyz 152.00  26.13%
miz--> 50 100 150 200 250 300
Abundance #29935: Vanillin
151.0
5000 BEEEEREEEE RN
81.0 12.8013.0013.2013.40
m/z 51.00 6.85%
W
0 \“‘\‘ "“\‘M“\“h\‘ \““‘\ \“\“\ L B B
miz--> 50 100 150 200 250 300
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
R EEERREEE R
12.8013.0013.2013.40
5000 ITI/Z 105.00 5.38%
81.0
29.0 ‘
bkl ULV
miz--> 50 100 150 200 250 300
Abundance #28819: 3-Amino-2-methylbenzoic acid REaaa e A
106.0 151.0 12.8013.0013.2013.40
m/z 153.00 3.32%
5000
51.0
0L M“‘,H“u“‘w”\ - ““ e D
m/z--> 50 100 150 200 250 300 12.8013.0013.2013.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 2,2-Diphenylethylamine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.007 0.08 ng 34263  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Diphenylethylamine 197 C14H15N 003963-62-0 12
2 2H-Pyrimido[1,2-a]pyrimidine, 1,... 153 C8H15N3 084030-20-6 9
3 2(1H)-Pyridinethione, 1-ethyl-6-... 153 C8H11NS 019006-73-6 9
4 2,4-Dimethyl-6-(methylthio)pyridine 153 C8H11NS 1000305-54-7 9
5 Benzenethiol, p-(dimethylamino)- 153 C8H11NS 004946-22-9 9
Abundance Scan 1320 (16.007 min): BN016638.D\data.ms (-1317) (-  m/z 198.00 100.00%
198.0
153.0
5000
R \
63.0 89.0 ‘ ‘ 16.00
Y Y NSRS DY O RN N A m/z 153.00  53.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72704: 2,2-Diphenylethylamine
30.0
5000 —
16.00
165.0 m/z 165.00  49.24%
o 63.0 91.0 1150 139.0 ‘M‘ 197.0
\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30795: 2H-Pyrimido[1,2-a]pyrimidine, 1,3,4,6,7,8-hexah
124.0 0
T 7 \
16.00
5000 m/z 152.00 40.81%
70.0 980
42.0
AT AT I A T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30781: 2(1H)-Pyridinethione, 1-ethyl-6-methyl- —— ‘
153.0 16.00
m/z 167.00  35.14%
125.0
5000 81.0
44.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 [(4-Chloro-o-tolyl)oxylacet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.955 0.05 ng 21483  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [(4-Chloro-o-tolyl)oxylacetic acid 200 C9H9C103 000094-74-6 16
2 Hydrazinecarboxamide, 2-cyclopen... 141 C6H11N30 005459-00-7 9

3 2-Chloro-1-(1H-pyrrol-2-yl)ethan... 215 C9H14C1INOSi 1000485-05-7 9
4 2-Cyclopentene-1,1-dicarboxylic ... 260 C15H1604 1000460-72-1 9
5 Isothiocyanic acid, hexamethylen... 200 C8H12N2S2 005586-70-9 7

Abundance Scan 1480 (17.955 min): BN016638.D\data.ms (-1474) (-  m/z 141.00 100.00%

141.0
200.0
80.0
5000
——
i
ol L] 24902840 3300 7 560,00 64.92%
miz--> 50 100 150 200 250 300
Abundance #76538: [(4-Chloro-o-tolyl)oxy]acetic acid
141.0 200.0
5000 77.0 7
18.00
m/z 80.00 51.94%
39. ‘
O ‘\q}‘ i“‘\”‘\ ‘1‘ “ ‘\“‘\“\ “‘H‘\ T L e s B e
miz--> 50 100 150 200 250 300
Abundance #21725: Hydrazinecarboxamide, 2-cyclopentylidene-
410 950
——
141.0 18.00
5000 m/Z 166.00 45.01%
miz--> 50 100 150 200 250 300
Abundance #93554: 2-Chloro-1-(1H-pyrrol-2-yl)ethanone, TMS derive P
200.0 18.00
m/z 165.00 41.07%
5000 165.0
73.0
124.0
L TR P W VA L
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzyl butyl phthalate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.378 0.15 ng 102947 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl butyl phthalate 312 C19H2004 000085-68-7 43
2 1-(benzo[d][1,3]diox0l-5-yl)-3-m... 206 C12H1403 1000456-66-2 9
3 2',6'-Dimethyl-4'-propoxyacetoph... 206 C13H1802 1010195-98-1 5
4 2-Methyl-2-(4'-methoxyphenyl)pen... 206 C13H1802 185700-49-6 5
5 2-tert-Butyl-6-methylphenol, n-p... 206 C14H220 1000395-19-2 5

Abundance Scan 1921 (20.378 min): BN016638.D\data.ms (-1918) (-  m/z 149.00 100.00%
1

49.0
91.0
5000
206. = T
120.0 OT 0 20.00 20.50
. 240.0 279.( 9
b 2 e b 28002190 sz 91,00 73.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #214613: Benzyl butyl phthalate
149.0
91.0
5000 = —
20.00 20.50
206.0 m/z 206.00 16.52%
O ‘ \‘\‘\4.\::‘-‘;(3\ ‘1"‘\‘\ \‘!“’ T \‘ 1‘\ ’ ““\:LHZ‘T’H:.S\‘)‘\ ‘ T \‘\ T ‘ \}\7\?.\\0\ T ‘ \“‘\ TT ‘ \2\:\3\?;(\)\ T ‘ TTTT ‘ T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82337: 1-(benzo[d][1,3]dioxol-5-yl)-3-methylbutan-1-one
149.0

%

— —
20.00 20.50

5000 m/z 122.00 7.94%

65.0 121.0

b 0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #82567: 2',6'-Dimethyl-4'-propoxyacetophenone — ——
149.0 20.00 20.50

m/z 167.00 0.29%

206.0

o

-

191.0
5000

430 7709 1210

0 _h‘wkmu,m‘h‘ﬂu,m“_‘H“H“H‘w“u‘m“_‘u“u‘_“w“ L —
miz—> 20 40 60 80 100120140160180200220240260280  20.00 20.50

R
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Butanoic acid, 2-bromo-, pe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.973 0.09 ng 60314 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-bromo-, pentyl ... 236 C9H17Br02 1000131-81-8 5
2 Cyanamide, N-[3-[(6-chloro-3-pyr... 252 C1@H9CIN4S 111988-49-9 4

3 1,2,4-Benzenetriol, triacetate 252 C12H1206 000613-03-6 4
4 1,2,3-Benzenetriol, triacetate 252 C12H1206 000525-52-0 4

5 Phloroglucinol triacetate 252 C12H1206 002999-40-8 4

Abundance Scan 1977 (20.973 min): BN016638.D\data.ms (-1974) (-  m/z 126.00 100.00%

126.0
5000
167.0 J =
| ‘ 200070 | 2704 2100
Obrrrprrreprrreprre e e R b e m/z 167.00  24.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119116: Butanoic acid, 2-bromo-, pentyl ester
42.0 71.0
5000 T T
21.00
1210 167.0 m/z 149.00  14.79%
O \H‘HH"H\h”‘\}H‘\‘\H‘H\‘\iH\H\"‘HHH‘\H\\‘\\\2\‘0\\7\9\2?3\6’\0\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137376: Cyanamide, N-[3-[(6-chloro-3-pyridinyl)methyl]-
101.0
P
21.00
5000 ITI/Z 229.00 8.65%
63.0
8.0 139.0 183.0 251.0
‘ ‘ ‘ ‘ 217.0
VLSS P R A W i N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137518: 1,2,4-Benzenetriol, triacetate —
126.0 21.00
m/z 252.00 6.45%
43.0
5000
168.0
210.0
01 0 97.0 | ‘ 25?.0
\H‘H\\‘\\M‘H\\i\\H“H\\‘\H\’\\H‘H‘\\‘\H\‘HH‘HH’HH‘HH‘H L —
m/z--> 20 40 60 80 100120140160180200220240260280 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 2-Chloro-6-phenoxybenzonitrile Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.875 0.41 ng 279159 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-6-phenoxybenzonitrile 229 C13H8CINO 1000340-54-1 25
2 2-Hydroxy-3,4-tetramethylene-6-m... 229 C14H15NO2 004562-57-6 17
3 5H-Dibenz[b,f]azepine, 3-chloro-... 229 C14H12CIN 032943-25-2 9
4 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 Cl6H10 000886-66-8 9
5 2-Propenoic acid, 2-cyano-3-[4-(... 244 C14H16N202 1000115-72-8 9

Abundance Scan 2062 (21.875 min): BN016638.D\data.ms (-2057) (-  m/z 229.00 100.00%

229.0
5000
010 1260 5 200.0 ol 2t 50 22.00
Ol prrrrrrrerprerrrerprrrbee e e f e S m/z 202,00 69.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110325: 2-Chloro-6-phenoxybenzonitrile
71.0
229.0
5000 201.0
21. 50 22 00
39.0 166.0 m/z 228.00  52.56%
N o N N
O ‘\\\\“\\}\"“\‘\‘\‘HU"\‘”\\‘H’“\\\\“}‘}\\‘H\\\\‘1”\\\‘\\\“\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110415: 2-Hydroxy-3,4-tetramethylene-6-methoxy quing
229.0
— ; ;
21.50 22.00
5000 ITI/Z 244 .00 40.48%
77.0
Ot ““ ‘ Uw,‘l“‘w‘l“‘ e b fl “1“ — J“ P A R RaaaRREIaE
m/z--> 20 40 60 80 lOO 120 140 160 180200220 240260280
Abundance #110338: 5H-Dibenz[b,flazepine, 3-chloro-10,11-dihydro-
229.0 21. 50 22 00
m/z 203.00 27.24%
) “JM

m/z--> 20 40 60 80 100120140160180200220240260280 21. 50 22 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 2-Chloro-5-(methylthio)benz... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.003 0.23 ng 159497 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-5-(methylthio)benzoic acid 202 C8H7C102S 051546-12-4 7

2 3-[(Difluoromethyl)sulfanyl]anil... 203 C9H11F2NS 1000505-37-1 7
3 1H-Pyrimidin-2-one, 4-[N'-(1-pyr... 229 C11H11N50 1000304-67-8 7
4 2,3-Dichlorophenyl isothiocyanate 203 C7H3C12NS 006590-97-2 5

5 9-Cyanophenanthrene 203 C15HSN 002510-55-6 5

Abundance Scan 2074 (22.003 min): BN016638.D\data.ms (-2071) (- m/z 202.00 100.00%

202.0
5000
! !

T
120.0 ‘2440 22.00
o‘H‘HH_H‘_Hw9%ﬂuummﬁégfuu_‘uhuwwuqhu,??%$ m/z 203.00  63.34%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78313: 2-Chloro-5-(methylthio)benzoic acid
202.0

5000 ==
22.00
m/z 229.00 29.07%
45.0
75.0 108.0 157.0
O]\-\S\.‘O\\H‘\“r‘\ T “‘\ \‘\‘H\“ HH“HW T ‘h‘\ \H““‘\ \‘\ }“’HMH‘\H\‘\ T “‘\ RERRRRRRRARRRRRRNRR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79164: 3-[(Difluoromethyl)sulfanyl]aniline, N,N-dimethyl-
203.0
N |
22.00
5000 108.0 152.0 m/z 228.00 24.09%
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110041: 1H-Pyrimidin-2-one, 4-[N'-(1-pyridin-4-ylethylide e |
51.0 22.00

m/z 226.00  16.05%

151.0
229.0
5000
95.0
187.0

1
m/z--> 20 40 60 80 100120140160180200220240260280 22.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 m-Tolyl isothiocyanate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

22.067 0.05 ng 33311 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4

2 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4
3 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 4
4 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4

5 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 4

Abundance Scan 2080 (22.067 min): BN016638.D\data.ms (-2077) (-  m/z 149.00 100.00%

149.0
5000
U \
122.0 2200
O e e e e e e M/z 167.08 2.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27277: m-Tolyl isothiocyanate
149.0
91.0
5000 — ‘
22.00
39.0 m/z 122.00 1.11%
65.0 117.0
O‘\‘\H““\‘\HM“‘1‘\\‘\“‘HM\HHMHH‘\“H‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27262: 3-Hydroxy-2-pyridin-3-yl-propenal
149.0
N \
22.00
5000 m/z 244.00 0.03%
92.0 120.0
oo ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27027: Pyridine, pentamethyl- =
149.0 22.00
5000
93.0
27.0 53.0 ‘ ‘
0 R R TR T “‘12‘1.0‘ J
e e e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 4-Pyridinecarboxaldehyde, 3... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.109 0.17 ng 113541 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pyridinecarboxaldehyde, 3-hydr... 167 C8H9NO3 000066-72-8 9

2 2-Amino-6-methoxybenzoic acid 167 C8HONO3 1000496-75-6 5
3 4-Methoxyanthranilic acid 167 C8HINO3 004294-95-5 5

4 6H-Thieno[2,3-b]pyrrole-5-carbox... 167 C7H5NO2S 051856-25-8 5

5 Nicotinic acid, 1,2-dihydro-4,6-... 167 C8H9NO3 024667-09-2 5

Abundance Scan 2084 (22.109 min): BN016638.D\data.ms (-2081) (-  m/z 149.00 100.00%

149.0
5000
o o
27‘9'( 22.00 22.50
Obrreprrrprrrrrr o Ok 00 L 20802360 | m/z 167.00  58.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42796: 4-Pyridinecarboxaldehyde, 3-hydroxy-5-(hydroxy
149.0
120.0
5000 — -
22.00 22.50
420 o0 m/z 279.00  15.82%
Oﬁ‘rv‘rﬁ‘rv‘[dwm‘[”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42714: 2-Amino-6-methoxybenzoic acid
149.0
T P
22.00 22.50
5000 107.0 m/z 122.00 5.46%
52.0
150 J gy b ||
O Frar e bl el e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42699: 4-Methoxyanthranilic acid T T
149.0 22.00 22.50
m/z 91.00 0.88%
5000
52.0 107.0
OE'Rhw“w\‘1‘\“‘1“1\w“iuw‘l“\‘\‘\\\“\u\,\\u‘\1\\‘\u\‘\m‘\m,\m‘uu‘u e Cop
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 (3aR,3bS,6S,6aR,6bS)-6-Isop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.311 0.09 ng 63413 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3aR,3bS,6S,6aR,6bS)-6-Isopropyl... 206 C14H220 013844-03-6 4
2 1,2,3-Benzenetriol, triacetate 252 C12H1206 000525-52-0 4
3 1,2,4-Benzenetriol, triacetate 252 C12H1206 000613-03-6 4
4 Phloroglucinol triacetate 252 C12H1206 002999-40-8 4
5 (6S,12aR,E)-2,2-Dimethyltetrahyd... 236 C14H24N20 155975-43-2 4

Abundance Scan 2103 (22.311 min): BN016638.D\data.ms (-2100) (-  m/z 126.00 100.00%

126.0
5000
P b
91.0 ‘1670 2060 ‘ 279 22.00 22.50
0 HWWWwmmW‘,W“HWwwm,www m/z 122.08  27.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82861: (3aR,3bS,6S,6aR,6bS)-6-1sopropyl-3b-methyloci
81.0
5000 — -
22.00 22.50
iio 123.0 m/z 149.00 12.01%
O \H‘\\H“M\HH\‘\HH\‘H\\‘\H\‘\“\‘\\“‘HH\’\\]\.\6‘\4.\9‘\\\2\‘0\6\\\0‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137521: 1,2,3-Benzenetriol, triacetate
126.0
P b
22.00 22.50
5000 43.0 168.0 m/z 240.00  10.64%
210.0
J140 970 | | 2520
e e e e e b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137518: 1,2,4-Benzenetriol, triacetate “ 7
126.0 22.00 22.50
m/z 212.00 8.01%
43.0
5000
168.0
210.0
\H‘HH‘HM‘H\\i\\H“H\\‘\H\’\\H‘H‘H‘\H\‘HH‘HH’HH‘HH‘H T L —
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :
Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Perylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

23.286 0.06 ng 29861 Perylene-di2 23.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 9
2 Benzo[a]pyrene 252 C20H12 000050-32-8 9
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 9
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 9

4 9

5 Gama-carbolin-1-one, 5,7-difluor... 252 C12H10F2N202 062223-53-

Abundance Scan 2369 (23.286 min): BN016638.D\data.ms (-2360) (-  m/z 252.00 100.00%

250.0
5000 M
12?-0 ‘ 23.00 23.50
O e e e e e e m/z 253.00 21.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138550: Perylene
250.0
5000 —r —
23.00 23.50
126.0 m/z 125.00 12.16%
0.,37.0 630 990, ‘\ 158.0 198.0224.0
\‘\\H‘HH‘\\H‘HH‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘H \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138555: Benzo[a]pyrene
252.0
—— ——
23.00 23.50
5000
126.0
ol.39.0 74.0100.0 | 163.0 198.0224.0 h“‘
R A R IR RS R EE e D EUE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138566: Benzo[b]fluoranthene
252.0
5000
126.0
0h.30.0 74.0100.0 ‘\‘ 161.0 198.0224.0
R A e B RS A e EaN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32

Operator : CG/JU

Sample : M4020-16 :

Misc : S-821-N-SO-1-1.5-093021

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Lauroguanamine Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.176 0.09 ng 49480 Perylene-di2 23.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lauroguanamine 265 C14H27N5 002533-34-8 5

2 (S,E)-6-Hydroxy-6-methyl-2-((2S,... 252 C15H2403 088243-64-5 3

3 2-Aminoresorcinol 125 C6H7NO2 003163-15-3 2
4 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N30 003977-29-5 2

5 2(1H)-Pyrimidinone, 4-amino-5-me... 125 C5H7N30 000554-01-8 2

Abundance Scan 2629 (24.176 min): BN016638.D\data.ms (-2619) (-  m/z 125.00 100.00%

125.0
5000
2520 24 00 24 50
O b e e T T e e e e m/z 252.00 1.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #154104: Lauroguanamine
125.0
5000 T ——
24.00 24.50
m/z 265.00 1.39%
43.0
o [ 85.0 | | 1800 2220 265
H\’\H\‘H\\‘HH‘HH‘HH‘HH’\H\‘HH‘HH‘HH‘HH’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #138202: (S,E)-6-Hydroxy-6-methyl-2-((2S,5R)-5-methyl-
43.0 113.0
— —
85 24.00 24.50
| T 1930 2370
0 m,‘h‘u“m“‘ m,‘u“W“H‘Hmwwu‘,w,m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12320: 2-Aminoresorcinol
125.0 24 00 24 50
m/z 253.00 0.71%
5000 J\AwvaJ\f\vwwf\N/\w
96.0
T U S B
m/z--> 20 40 60 80 100120140160180200220240260 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16638.D

Acqg On : 01 Oct 2021 16:32
Operator : CG/JU

Sample : M4020-16

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Guanidine, methyl- 3.512 0.2 ng 62268 1 7.643 109313 0.4
Acetic acid, me... 3.834 0.1 ng 14318 1 7.643 109313 0.4
Butane 4.821 0.6 ng 152144 1 7.643 109313 0.4
Isobutane 5.051 0.0 ng 13488 1 7.643 109313 0.4
1,2-Ethanediami... 7.246 0.1 ng 18971 1 7.643 109313 0.4
Acetone 7.864 0.1 ng 14138 1 7.643 109313 0.4
Butane 7.938 0.4 ng 121311 1 7.643 109313 0.4
3H-1,2,4-Triazo... 10.191 0.6 ng 276506 2 10.407 198130 0.4
Vanillin 13.178 0.1 ng 39923 3 14.269 210426 0.4
2,2-Diphenyleth... 16.007 0.1 ng 34263 4 17.018 170502 0.4
[(4-Chloro-o-to... 17.955 0.1 ng 21483 4 17.018 170502 0.4
Benzyl butyl ph... 20.378 0.2 ng 102947 5 21.227 273301 0.4
Butanoic acid, ... 20.973 0.1 ng 60314 5 21.227 273301 0.4
2-Chloro-6-phen... 21.875 0.4 ng 279159 5 21.227 273301 0.4
2-Chloro-5-(met... 22.003 0.2 ng 159497 5 21.227 273301 0.4
m-Tolyl isothio... 22.067 0.0 ng 33311 5 21.227 273301 0.4
4-Pyridinecarbo... 22.109 0.2 ng 113541 5 21.227 273301 0.4
(3aR,3bs,6S,6aR... 22.311 0.1 ng 63413 5 21.227 273301 0.4
Perylene 23.286 0.1 ng 29861 6 23.481 216223 0.4
Lauroguanamine 24.176 0.1 ng 49480 6 23.481 216223 0.4
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